Schematic diagram of the molecule. The ring-puckering analysis 5 indicates that cyclohexane ring has a chair conformation with a weighted average ring bond distance of 1.5212(12,28)Å and a weighted average absolute torsion angle of 54.14(9,90)˚. The puckering coordinates (Q, θ and φ) are given by 0.5538 Å, 177.3(3)˚, 318(4)˚, respectively. The thiazolidine ring has a weighted average ring bond distance of 1.6378(10,955)Å and a weighted average absolute torsion angle of 2.16(8,54)˚. The first number within the parentheses represents the internal esd. and the second number represents the external esd. The Cremer and Pople puckering analysis fails, since the average absolute torsion angle is approximately 2.2˚. However, the thiazlolidine ring in the molecule 2-(4-bromophenyl)-3-(4-methylphenyl)-1,3-thiazolidin-4-one has a weighted average absolute torsion angle of 11.50(21,172)˚. 6 The title molecule exhibits intermolecular hydrogen bonds of type O-H·O.
The O11-H11·O20 bond has a bond length of 3.133(2)Å and a bond angle of 152˚. The symmetry code is 3/2-x, -1/2+y, 1/2-z. The O30-H30·O20 bond has a bond length of 2.769(3)Å, and a bond angle of 175˚. The symmetry code is -1/2+x, -1/2-y, -1/2+z. The crystal data are given in Table 1 . Tables 2 and 3 give bond lengths and bond angles of non-hydrogen atoms respectively. ANALYTICAL SCIENCES 2006, VOL. 22 Table 2 Bond lengths (Å)
Atoms
Atoms Length Length Table 3 Bond angles (˚)
Atoms Atoms Angle
Angle
